Key indicators: single-crystal X-ray study; T = 290 K; mean (C-C) = 0.003 Å; R factor = 0.037; wR factor = 0.111; data-to-parameter ratio = 14.0.
In the title molecule, C 21 H 15 ClN 4 S, the triazoloisoquinoline ring system is approximately planar, with an r.m.s. deviation of 0.054 (2) Å and a maximum deviation of 0.098 (2) Å from the mean plane for the triazole ring C atom that is bonded to the thiazole ring. The thiazole and benzene rings are twisted by 66.36 (7) and 56.32 (7) , respectively, with respect to the mean plane of the triazoloisoquinoline ring system. In the crystal structure, molecules are linked by intermolecular C-HÁ Á ÁN interactions along the a axis. The molecular conformation is stabilized by a weak intramolecularinteraction involving the thiazole and benzene rings, with a centroid-centroid distance of 3.6546 (11) Å . In addition, two other intermolecularstacking interactions are observed, between the triazole and benzene rings and between the dihydropyridine and benzene rings [centroid-centroid distances = 3.6489 (11) and 3.5967 (10) Å , respectively].
Related literature
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In the title molecule (I), Fig. 1 , the triazoloisoquinoline ring system (N1-N3/C1-C9/C16) is nearly planar, with an r.m.s. deviation of 0.054 (2) Å and a maximum deviation of 0.098 (2) Å from the mean plane for the triazole ring C16 atom which is bonded to the thiazole ring (S1/N4/C17/C18/C20). The thiazole (S1/N4/C17/C18/C20) and benzene (C10-C15) rings are twisted by 66.36 (7) and 56.32 (7)°, respectively, with respect to the mean plane of the triazoloisoquinoline ring system.
The thiazole ring forms a dihedral angle of 23.34 (9)° with benzene ring.
In the crystal structure of (I), molecules are linked by intermolecular C-H···N interactions along the [100] direction (Table 1 , Fig. 2 ). Furthermore, π-π interactions [Cg1···Cg5(x, y, z) = 3.6546 (11) Å and Cg2···Cg4(2-x, 2-y, 1-z) = 3.6489 (11) Å. Where Cg1, Cg2, Cg4 and Cg5 are the centroids of the S1/N4/C17/C18/C20, N1-N3/C1/C16, C2-C7 and C10-C15 rings, respectively] are observed.
Experimental 2-(3-(4-Chlorophenylisoquinolin-1-yl)hydrazine (1 mmol) was condensed with 2,4-dimethylthiazole-5-carbaldehyde (1.1 mmol) under refluxing conditions in isopropanol (10 ml) solvent to give the corresponding hydrazone in high yield. After removal of the solvent the compound was then oxidatively cyclized in nitrobenzene (10 ml) at 473 K. The product was recrystallized from dichlomethane to give block-shaped crystals.
Refinement
All H atoms were placed in calculated positions with C-H = 0.93 and 0.96 Å and were included in the refinement in the riding model approximation, with U iso (H) = 1.2 or 1.5U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
5-
(4-Chlorophenyl)-3-(2,4-dimethylthiazol-5-yl)-1,2,4-triazolo[3,4-a]isoquinoline
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.55766 (7) 0.44377 (7) C8-C9-C10-C15 −122.2 (2) C17-S1-C20-C21 178.36 (17) Hydrogen-bond geometry (Å, °) 
